Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.045; wR factor = 0.150; data-to-parameter ratio = 14.1.
The title compound, C 25 H 23 N 3 S, crystallizes with two independent molecules in the asymmetric unit. The sevenmembered fused-ring adopts a boat conformation, with the two bridgehead C atoms representing the stern and the C atom bearing the exocyclic double bond the prow.
Related literature
For background to the synthesis and biological activity of pyrazolo [4,3-c] triazolo [4,3-a] [1, 5] benzodiazepines, see: Ahabchane et al. (2001) .
Experimental
Crystal data C 25 H 23 N 3 S M r = 397.52 Monoclinic, P2 1 =c a = 26.4740 (8) Å b = 10.2366 (2) Å c = 16.5650 (5) Å = 106.136 (1) V = 4312.3 (2) Å 3 Z = 8 Mo K radiation = 0.17 mm À1 T = 293 K 0.38 Â 0.35 Â 0.28 mm
Data collection
Bruker X8 APEX2 diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.940, T max = 0.955 34616 measured reflections 7429 independent reflections 5019 reflections with I > 2(I) R int = 0.047 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.150 S = 1.03 7429 reflections 527 parameters H-atom parameters constrained Á max = 0.19 e Å À3 Á min = À0.28 e Å À3
Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2010). Fig. 1 . Anisotropic displacement ellipsoid plot (Barbour, 2001) of one independent molecule of C 25 H 23 N 3 S at the 50% probability level; hydrogen atoms are drawn as arbitrary radius. 
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